LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040398.D

Acq On 9 Apr 2019 14:23

Operator : JU/SJ

Sample : K2317-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.603 421 428 444 rBY 765721 1264505 42.59% 7 .695%
2 7.201 691 700 716 rBvY 777701 1385742 46.67% 8.433%
3 7.577 757 764 779 rBV 745702 1304132 43.92% 7.936%
4 8.047 837 844 858 rVB 177395 305481 10.29% 1.859%
5 8.371 890 899 908 rBVY 550880 951702 32.05% 5.792%

9.223 1036 1044 1057 rBV 417108 799368 26.92% 4 _.865%
10.862 1316 1323 1337 rBVY 208318 398164 13.41% 2.423%
13.300 1729 1738 1752 rBVY 1039881 1667061 56.14% 10.145%
14.123 1871 1878 1885 rBVY 96658 154130 5.19% 0.938%
14.681 1964 1973 1987 rBV2 314695 534571 18.00% 3.253%

=
QO ~NO®

11 16.167 2219 2226 2241 rBV 808707 1308769 44.08% 7.965%
12 17.425 2431 2440 2450 rBV2 451187 725689 24 .44% 4.416%
13 18.277 2581 2585 2596 rBvV4 21474 51321 1.73% 0.312%
14 20.022 2876 2882 2897 rVB 2168483 2969270 100.00% 18.070%
15 21.297 3094 3099 3111 rBV 79182 195424 6.58% 1.189%

16 21.696 3160 3167 3179 rBV 628874 1042317 35.10% 6.343%

17 22.448 3290 3295 3300 rBvV3 19299 33345 1.12% 0.203%
18 23.141 3406 3413 3421 rBVvV4 28954 53970 1.82% 0.328%
19 23.341 3440 3447 3452 rBVvV4 19750 42397 1.43% 0.258%
20 23.946 3545 3550 3557 rVvB4 25415 54409 1.83% 0.331%
21 24.910 3706 3714 3715 rBV6 23840 47832 1.61% 0.291%
22 24.981 3716 3726 3745 rVB2 358637 1084087 36.51% 6.597%
23 26.044 3899 3907 3914 rBV6 19271 58574 1.97% 0.356%
Sum of corrected areas: 16432260
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040398.D

Acq On 9 Apr 2019 14:23

Operator : JU/SJ

Sample : K2317-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040398.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040398.D

Acq On 9 Apr 2019 14:23

Operator : JU/SJ

Sample : K2317-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown7.58 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.58 85.38 ng 1304130 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9

Abundance Scan 764 (7.577 min): BG040398.D (-757) (-) m/z 132.00 100.00%
132
5000 68 /\_
40 \ 75 104 720 7.40 7.60 7.80 8.00
0..,....,....,...:I'!.‘.W:," Sl 87 5122 L m/z 68.00 42.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.20 7.40 7.60 7.80 8.00
2 78 m/z 134.00 31.45%
38
0'w'“'w'“l”'“'“'M'“l”'h“'w'“'w'“l“'w'“'w'“l“"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 28.61%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmm‘ﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methy!- . .... LR B e
132 720 7.40 7.60 7.80 8.00
m/z 69.00 16.25%
5000
o 15 28 3 82 G 77 90 104 46 |
m/z--> 10 20 §0 40 55 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040398.D

Acq On 9 Apr 2019 14:23

Operator : JU/SJ

Sample : K2317-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.30 3.75 ng 195424 Chrysene-di2 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 93
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91

Abundance Scan 3100 (21.302 min): BG040398.D (-3094) (-) m/z 57.10 100.00%
sl7
5000
111
LU DN BRI B BN
154 210 21.00 21.20 21.40 21.60
I -.I.-', Ll Jpamee210 274 4 o EE 00 83.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 IR AR I SRR AR
111 21.00 21.20 2140 21.60
29 m/z 43.05 82.21%
OII\IMIw “ ‘ ‘\ \‘\ \‘\ i ‘|||||2:!-0||2$|8|||2|8?|||||||||||||4|3?
m/z--> 50 200 250 300 350 400
Abundance
57
83 LR DN S B SRR
21.00 21.20 21.40 21.60
5000 11 m/z 83.00 76.28%
29 139 182 210 255 356
- e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57 21.00 21.20 21.40 21.60
83 m/z 69.05 62.76%
5000 11
o L Wai P w0 s 406
m/z--> 5'0 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040398.D

Acq On 9 Apr 2019 14:23

Operator : JU/SJ

Sample : K2317-15

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .58 7.58 85.4 ng 1304130 1 8.05 305481 20.0
Heptadecyl heptaf... 21.30 3.8 ng 195424 5 21.70 1042320 20.0
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